LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090402.D

Aca On : 6 Oct 2016 1:35 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H5061-18 sunsmmqgao
ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF100516.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.457 96 98 110 rBV 52981 147469 2.45% 0.270%
2 5.206 248 251 254 rBVY 1074278 1285134 21.35% 2.349%
3 5.606 283 286 289 rBVY 4507598 5407694 89.86% 9.884%
4 6.623 372 375 377 rBVY 5576956 5829430 96.87% 10.655%
5 6.772 385 388 390 rBVY 5362018 6017974 100.00% 11.000%
6 7.000 406 408 410 rBV 1899862 1518799 25.24% 2.776%
7 7.160 419 422 424 rVB 4616455 4246317 70.56% 7.762%
8 7.560 454 457 459 rBV 3657809 3394287 56.40% 6.204%
9 7.640 461 464 466 rVB 56650 66377 1.10% 0.121%
10 8.292 518 521 523 rBVY 2015148 2040775 33.91% 3.730%

11 9.366 612 615 618 rBVY 5845582 5355505 88.99%% 9.789%
12 9.755 647 649 651 rBV 1194351 1605952 26.69% 2.935%
13 10.052 672 675 677 rVB 2510745 2261396 37.58% 4._.134%
14 10.486 709 713 714 rBV 79004 109438 1.82% 0.200%
15 10.841 741 744 746 rBV 4017609 3800053 63.15% 6.946%

16 10.955 752 754 761 rVB 135700 150987 2.51% 0.276%
17 11.412 791 794 795 rBV 59057 86307 1.43% 0.158%
18 11.538 803 805 808 rBvV 2391802 2048404 34.04% 3.744%
19 12.064 849 851 856 rBvV 336180 342988 5.70% 0.627%
20 12.852 917 920 926 rBV 139581 162407 2.70% 0.297%

21 13.138 942 945 947 rBV 3956028 5242831 87.12% 9.583%
22 14.029 1021 1023 1031 rBV 300005 456142 7.58% 0.834%
23 14.189 1034 1037 1039 rBV 1841655 1659152 27.57% 3.033%
24 14.670 1072 1079 1088 rBVS8 34849 194706 3.24% 0.356%
25 15.687 1165 1168 1171 rBV 859228 1217251 20.23% 2.225%

26 16.247 1214 1217 1225 rBV5 16853 61075 1.01% 0.112%

Sum of corrected areas: 54708850
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF100516\

BF090402.D

6 Oct 2016 1:35

UM/SsJ

H5061-18

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090402.D

Aca On : 6 Oct 2016 1:35

Operator : UM/SJ

Sample : H5061-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.21 16.92 ng 1285130 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 251 (5.206 min): BF090402.D (-248) (-) m/z 43.10 100.00%
43
59
5000
10 480 500 520 540 560
1/ N - - RN NN B oy = -2 [ R =T- 0 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R S U L L
480 500 5.20 5.40 5.60
m/z 101.10 16.71%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 58.10 16.17%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A MR L L
59 480 500 5.20 5.40 5.60
m/z 41.05 8.52%
5000 41
31
| 7
0 ...,..15..,..a‘l,....‘U‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090402.D

Aca On : 6 Oct 2016 1:35

Operator : UM/SJ

Sample : H5061-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.77 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.77 79.25 ng 6017970 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (E)-3-Chloro-
2 3-Chloro-6-fluoro-pvrazine

3 Amphetaminil

4 5-Fluoro-2-chloropvrimidine

2-methvl-2-pentenal

132 C6HOCIO
132 C4H2CIFN2

250 C17H18N2

132 C4H2CIFN2

031357-76-3 17
1000146-10-7 16
017590-01-1 10
062802-42-0 9

5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 388 (6.772 min): BF090402.D (-385) (-) m/z 132.00 100.00%
32
5000 68
9% T
40 54 &5 | 107 6.40 6.60 6.80 7.00 7.20
0 et m/z 68.10 42 .99%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 B REE e R e e
a1 97 6.40 6.60 6.80 7.00 7.20
‘ 53 17 m/z 134.00 34.96%
79 ‘
RN A N
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 e
104 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26.12%
31 51
ottt b b ( e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil R e R
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.15%
5000
91 105
39 51 65 77 117 | 146159 178 208 222
L e LA R e T e
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090402.D

Aca On : 6 Oct 2016 1:35

Operator : UM/SJ

Sample : H5061-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.06 3.35 ng 342988 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 851 (12.064 min): BF090402.D (-849) (-) m/z 73.10 100.00%
43 g0 78
5000
129
¥ 15 157171185 g9 213 ' 11.80 12.00 12.20 12.40
143 185199717227 256 : : : :
0 m/z 43.10 88.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L N BN N B
nmnmnmnm
m/z 60.10 85.50%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 11.80 12.00 12.20 12.40
5000 m/z 57.10 71.88%
o 129 242
199
. 101115 = 143457171185 213226
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84452: Tetradecanoic acid AR RS S
60 73 11.80 12.00 12.20 12.40
43 m/z 55.10 65.50%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090402.D

Aca On : 6 Oct 2016 1:35

Operator : UM/SJ

Sample : H5061-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.03 5.50 ng 456142 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance Scan 1023 (14.029 min): BF090402.D (-1021) (-) m/z 57.10 100.00%
87 g3
5000
111
A SN BN A
139 13.80 14.00 14.20 14.40
N — l.ll. e 8 ¥ m/z 55.10 91.50%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 L B B SO B
29 111 13.80 14.00 14.20 14.40
m/z 43.10 86.32%
ol 1| A | \\H ‘M‘ | 119 167 196 224 252 260
m/z--> 50 150 200 250 300 350
Abundance
43
69 IR S SR SR B
97 13.80 14.00 14.20 14.40
5000 m/z 83.10 81.19%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol e AR R
55 83 13.80 14.00 14.20 14.40
m/z 69.10 80.34%
5000 H
2L
ol L L g iy 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090402.D

Aca On : 6 Oct 2016 1:35

Operator : UM/SJ

Sample : H5061-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl4.67 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.35 ng 194706 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Methvl-E.E-2.13-octadecadien-... 280 C19H360 1000130-90-4 46
2 cis-11-Hexadecenal 238 C16H300 053939-28-9 43
3 7-Hexadecenal. (2)- 238 C16H300 056797-40-1 43
4 2-Methvl-Z.Z-3.13-octadecadienol 280 C19H360 1000130-90-5 41
5 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 38
Abundance Scan 1079 (14.670 min): BF090402.D (-1072) (-) m/z 55.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 43.10 63.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127752: 12-Methyl-E,E-2,13-octadecadien-1-ol

5000

14.40 14. 60 14. 80 15.00
109 m/z 57.10 60.63%

150165179193 220 239 262 280

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
B e e N A Emaa
41 14.40 14.60 14.80 15.00
5000 69 m/z 97.10 53.05%

83 98

1
2z 135149163177 195 220 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92522: 7-Hexadecenal, (2)- e e ERRES BE s
a1 14.40 14.60 14.80 15.00
m/z 69.10 52.04%
5000
155169185 220
o oA s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100516\
Data File : BF090402.D

Acq On : 6 Oct 2016 1:35

Operator : UM/SJ

Sample : H5061-18

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.21 16.9 ng 1285130 1 7.00 1518800 20.0
unknown6 .77 6.77 79.3 ng 6017970 1 7.00 1518800 20.0
n-Hexadecanoic acid 12.06 3.4 ng 342988 4 11.54 2048400 20.0
3-Eicosene, (E)- 14.03 5.5 ng 456142 5 14.19 1659150 20.0
unknownl14 .67 14.67 2.4 ng 194706 5 14.19 1659150 20.0
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